Study of the adsorption step in the oxidative dehydrogenation of propane on V(2)O(5) (001) using calculations of electronic density of states.
The calculations of electronic density of states were applied to obtain insights into the molecular mechanisms of chemical reactions. They are able to predict the active sites and to explain the Mars-van Krevelen redox mechanism of the oxidative dehydrogenation of propane on V(2)O(5)(001). From the calculated results of this reaction, directions for selecting a reasonable catalyst for other processes can be derived.